determinations had correct overall folds, for certain targets some programs did not calculate accurate packing and length of secondary structure elements. The root mean square (r.m.s.) deviations of the automatically generated backbone coordinates with respect to the reference structures were typically 1-2 Å but in some cases were as high as 9 Å.
We anticipate that the complete automation of protein solution structure determination from assigned chemical shift lists and unassigned NOESY peak lists may soon reach the point at which 'unsupervised' results can be directly deposited to the Protein Data Bank (PDB). It is therefore meaningful and timely 3 to implement CASD-NMR as a community-wide rolling experiment. We invite software developers to participate in CASD-NMR to test their fully automated protocols on masked data sets and produce structures as if they would directly deposit them to the PDB. We will regularly release masked test data sets for proteins whose solution structure will be kept on hold by the PDB for at least eight weeks. We also invite members of any NMR group that is about to deposit a structure in the PDB to contribute a masked test case to CASD-NMR. To guarantee that a sufficient amount of data is available, the NESG consortium of the NIH Protein Structure Initiative (PSI) will also provide one data set per month. A masked data set will include the protein sequence, chemical shift assignments and unassigned integrated NOESY peak lists. Data providers may also include additional biochemical information and raw spectral data. These experimental data will be available from a central database of the e-NMR project (http://www.e-nmr.eu/CASD-NMR/) and through the PSI Knowledgebase (http://kb.psi-structuralgenomics.org/), also after the release of the reference PDB structure. This will allow 
